In the crystal structure of the title compound, [Zn(C 6 ] and two water molecules located in axial positions. Except for one of the axial water molecules and two adjacent H atoms, the other atoms (including H atoms) possess site symmetry m.
Related literature
For background to materials with metal-organic framework structures, see: Chui et al. (1999) ; Corma et al. (2010); Ferey (2008) ; Li et al. (1999) ; Ma et al. (2009) ; Murray et al. (2009) ; Tranchemontagne et al. (2009) .
Experimental
Crystal data [Zn(C 6 Table 1 Hydrogen-bond geometry (Å , ). 
Data collection: PROCESS-AUTO (Rigaku, 1998) (Ma, et al., 2009; Murray, et al., 2009; Corma, et al., 2010) . Much attention has been focused on MOFs based on a phenyl ring with carboxylate groups (Chui, et al., 1999; Li, et al., 1999; Ferey, 2008; Tranchemontagne, et al., 2009 ). However, 5-membered rings with carboxylate groups as described here are rarely studied. Recently, we utilized furan-2,5-dicarboxyl acid as a ligand for MOF construction. In this work, a novel
The asymmetric unit of (I) is comprised of one Zn(II) cation, one furan-2,5-dicarboxylate anion and three H 2 O molecules ( The infinite chain of Zn cations linked by one carboxylate of furan-2,5-dicarboxylate is shown in (Fig.2) . The adjacent chains are held together by H-bonding interactions of O water -H···O (Fig.3) .
(I) was synthesized under solvothermal condition. In a typical preparation, furan-2,5-dicarboxyl acid (0.312 g, 2.0 mmol) and Zn(NO 3 ) 2 . 6H 2 O (0.592 g, 2.0 mmol) were dissolved in a mixture of EtOH (2.9 ml, 50 mmol) and DMF (3.9 ml, 50m mol) with stirring. Then, the clear solution with molar ratio of 1 (furan-2,5-dicarboxyl acid): 1 (Zn(NO 3 ) 2 . 6H 2 O): 25 (EtOH): 25 (DMF) was tranferred into a 23 ml autoclave and heated at 393 K for 24hrs. After naturally cooling to room temperature, colorless blocks were collected by filtration as a single phase.
Refinement
Water H atoms were located in a difference Fourier map and were refined with O-H = 0.82 (2) Å, H···H = 1.37 (2) Å and U iso (H) = 1.2Ueq(O). The carbon H-atoms were placed in calculated positions (C-H = 0.93 Å) and were included in the refinement in the riding-model approximation, with U iso (H) = 1.2Ueq(C).
Computing details
Data collection: PROCESS-AUTO (Rigaku, 1998 ); cell refinement: PROCESS-AUTO (Rigaku, 1998) ; data reduction:
CrystalStructure ( Figure 1 The unit cell of (I), showing the atomic labelling scheme and displacement ellipsoids at the 50% probability level.
[Symmetry codes:
Figure 2
The stick plot of (I), displaying the infinite chain along [001] direction formed by linking the Zn with carboxyl of furan-2,5-dicarboxylate.
Figure 3
The ball-stick packing diagram of (I). The adjacent chains are holded together by the H-bonding interactions. ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (

